LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\

Data File : BF081484.D

Acq On > 6 Sep 2015 1:34 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63519-04 MGP208BR-29-31

ALS Vial : 61 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.410 243 247 261 rVB 550803 1119667 50.93% 6.442%
2 4.913 288 291 293 rBV 1547835 1970561 89.63% 11.338%
3 6.033 386 389 391 rBvV 1800504 2198501 100.00% 12.649%
4 6.124 395 397 399 rBvV 1937554 1783971 81.14% 10.264%
5 6.353 415 417 420 rBY 396714 363751 16.55% 2.093%
6 6.513 428 431 433 rBV 1617206 1407044 64.00% 8.096%
7 6.936 465 468 470 rBV 1256705 1226749 55.80% 7.058%
8 7.644 528 530 532 rBY 556241 466149 21.20% 2.682%
9 8.730 622 625 627 rBvY 2084314 1900121 86.43% 10.933%
10 9.130 658 660 663 rBY 319595 258887 11.78% 1.490%

11 9.382 680 682 685 rvB 505460 464276 21.12% 2.671%
12 10.170 748 751 753 rBV 1223136 1222449 55.60% 7.034%
13 10.845 808 810 813 rBV 498603 464770 21.14% 2.674%
14 11.428 859 861 868 rBvV 31937 44384 2.02% 0.255%
15 12.296 934 937 939 rBV 142185 191405 8.71% 1.101%

16 12.365 942 943 946 rVB 34265 29745 1.35% 0.171%
17 12.434 946 949 951 rBV 1461470 1335005 60.72% 7.681%
18 12.994 995 998 1000 rBV 142000 148671 6.76% 0.855%

19 13.039 1000 1002 1006 rVB 21133 33445 1.52% 0.192%
20 13.359 1028 1030 1033 rBV 26951 33199 1.51% 0.191%
21 13.451 1036 1038 1041 rBV 346990 339393 15.44% 1.953%
22 13.679 1056 1058 1060 rBV 32970 31772 1.45% 0.183%
23 13.977 1082 1084 1086 rBV 29578 27724 1.26% 0.160%
24 14.239 1105 1107 1109 rBV 37897 50486 2.30% 0.290%
25 14.274 1109 1110 1112 rVB 30598 22558 1.03% 0.130%

26 14.765 1151 1153 1155 rBV 218685 245563 11.17% 1.413%

Sum of corrected areas: 17380246
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090515\

BF081484.D

6 Sep 2015 1:34

umziz

63519-04 MGP208BR-29-31
61 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF081484.D
6.12

6.0

4.91 6.51

6.94

4.41 7.64
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0
Time-->
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3.50
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2000000

1500000

1000000

500000

TIC: BF081484.D
73

12.43

10.17

9.38
9.13

10.84

13.45
14.77
12.99
13.68 13.98 IH&ZZV A

18.04 13.

12.3
11.43 :H%\ik

0
Time-->

14.50

14.00
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11.00

10.00 10.50
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9.00

Abundance
2000000

1500000

1000000

500000

TIC: BF081484.D

0
Time--> 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081484.D

Acq On : 6 Sep 2015 1:34

Operator : UM/I1Z

Sample : G3519-04

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.41 61.56 ng 1119670 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 247 (4.410 min): BF081484.D (-243) (-) m/z 43.10 100.00%
a3
59
5000
. s o 1‘|’1 400 420 440 460 4.80
ot e e m/z 59.10 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rr T Ty
4.00 4.20 4.40 4.60 4.80
m/z 58.10 15.53%
15 31 101
o \ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 101.10 15.19%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T R i
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.83%
5000 41
31
| [
0 "'l'}é'|'"M|""“lt"|?%lki""i""|""|' '9?I""I' SAABSRRASERARSERARSS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\

Data File : BF081484.D

Acq On : 6 Sep 2015 1:34

Operator : UM/I1Z

ﬁ?ggle i 63519-04 MGP208BR-29-31
ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.12 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.12 98.09 ng 1783970 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 397 (6.124 min): BF081484.D (-395) (-) m/z 132.10 100.00%
132
5000 e8
75 *® 580 6.00 620 6.40
104 . . . .
0 ..,....,....,...:,“.'.‘.‘? i T 1 O -1 S = NN [ N m/z 68.10 51.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T AT T
5.80 6.00 6.20 6.40
3 78 m/z 66.10 34.62%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

580 6.00 6.20 6.40
5000 m/z 134.10 32.18%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e
132 5.80 6.00 6.20 6.40
m/z 69.10 20.34%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\

Data File : BF081484.D

Acq On : 6 Sep 2015 1:34

Operator : UM/I1Z

ﬁ?ggle i 63519-04 MGP208BR-29-31
ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.30 11.28 ng 191405 Chrysene-d12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 83
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 72
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 937 (12.296 min): BF081484.D (-934) (-) m/z 56.10 100.00%
5p
5000
257 A
129 239 L A AL B I
3 H| . 157 185 213 12.00 12.20 12.40 12.60
o.npnq”."”pht.Avnnp.npdwh.wnhpn.n”:””P.”P”w m/z 57.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 L A S B I
12.00 12:20 12,40 12.60
29 257 m/z 43.10 38.59%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.00 12.20 12.40 12.60
5000 m/z 41.10 36.94%
29 73
o 97113 157 185 213 239257 55 ap
L R R R R LA LA LA LA LA SRR AR RALAN LA AN LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester R aaaEn e B
57 12.00 12.20 12.40 12.60
m/z 55.10 35.52%
5000 4 -
257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 12.00 12:20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\

Data File : BF081484.D

Acq On : 6 Sep 2015 1:34

Operator : UM/I1Z

ﬁ?ggle i 63519-04 MGP208BR-29-31
ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.99 8.76 ng 148671 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 78
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 37
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 35
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35

Abundance Scan 998 (12.994 min): BF081484.D (-995) (-) m/z 56.10 100.00%
56
5000
73 129 LI o o i
3 h“I 97 | 185 041 267285 12.60 12.80 13.00 13.20 13.40
ol M by ST L m/z 57.10  56.09%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
29 23 12.60 12.80 13.00 13.20 13.40
0,
‘ ‘ ‘ o 129 - 267285 m/z 43.10 41.37%
obr——— I .‘ “l‘ .‘M‘.“‘l‘ ol . ?'57 —L |2|13| sz}ll .‘. .“. |3:.|'1. .3‘}0|
m/z--> 50 100 150 200 250 300
Abundance
56
12.60 12.80 13.00 13.20 13.40
5000 m/z 41.10 33.23%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- 1y Rul SR LS
56 12.60 12.80 13.00 13.20 13.40
m/z 55.10 32.73%
5000
30 82100 129
0..”l‘."|‘.‘ll.“.}..‘..l....|....|....|....|
m/z--> 50 100 150 200 250 300 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\

Data File : BF081484.D

Acq On : 6 Sep 2015 1:34

Operator : UM/I1Z

ﬁ?ggle i 63519-04 MGP208BR-29-31
ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tetradecanamide Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .24 4_.11 ng 50486 Perylene-d12 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 78
2 Decanamide- 171 C10H21NO 002319-29-1 72
3 Dodecanamide 199 C12H25NO 001120-16-7 56
4 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 56
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50
Abundance Scan 1107 (14.239 min): BF081484.D (-1105) (-) m/z 59.10 100.00%
59
72
5000 43
4 97110 196 141 20 250 " 14.00 14.20 14.40 14.60
ol ! m/z 55.10 58.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74439: Tetradecanamide
59
5000 72
14.00 14.20 14.40 14.60
43 po7 m/z 72.10 49 .89%
o162 | | 85 % 14128 155165 18419851
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 220 250 !
Abundance
59
' 14.00 14,20 14.40 14.60
5000 . m/z 43.10 37 .29%
43
oLis % 86 100114128 142 155 171
m/z--> 25 45 éo éo 160 150 150 1é0 180 200 250 250 !
Abundance #55487: Dodecanamide
59 14.00 14.20 14.40 14.60
m/z 41.10 34.79%
5000
72
28 43
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 250 24'10 ! 14.'00 14.20 14.40 14.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF090515\

BF081484.D

6 Sep 2015 1:34

umsiz

G3519-04

61 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

2-Pentanone, 4-hy...

unknown6.12

Hexadecanoic acid...
Octadecanoic acid...

Tetradecanamide

RT EstConc

4.41 61.6 ng
6.12 98.1 ng
12.30 11.3 ng
12.99 8.8 ng
14 .24 4.1 ng

Units Response

1119670
1783970
191405
148671
50486

8270-BF090115.M Tue Sep 08 16:03:03 2015 S

|--Internal Standard---|
| # RT Resp Conc]

363751 20.0
363751
339393 20.0
339393 20.0
245563 20.0

MGP208BR-29-31
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